Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.030; wR factor = 0.069; data-to-parameter ratio = 18.2.
Experimental
Crystal data C 13 H 16 ClNO M r = 237.72 Orthorhombic, P2 1 2 1 2 1 a = 8.4963 (6) Å b = 11.4891 (7) Å c = 12.5318 (11) Å V = 1223.29 (16) Å 3 Z = 4 Mo K radiation = 0.29 mm À1 T = 173 K 0.38 Â 0.22 Â 0.22 mm
Data collection
Stoe IPDS II two-circle diffractometer Absorption correction: multi-scan [MULABS (Spek, 2003; Blessing, 1995) ] T min = 0.898, T max = 0.939 6758 measured reflections 2737 independent reflections 2429 reflections with I > 2(I) R int = 0.035 Refinement R[F 2 > 2(F 2 )] = 0.030 wR(F 2 ) = 0.069 S = 0.98 2737 reflections 150 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.17 e Å À3 Absolute structure: Flack (1983) , 1128 Friedel pairs Flack parameter: 0.03 (5) Table 1 Hydrogen-bond geometry (Å , ) . Data collection: X-AREA (Stoe & Cie, 2001); cell refinement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL-Plus (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
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Comment
We report herein the structure of the title compound, (I) (Fig. 1) , which was separated from an impure sample of thiourea by column chromatography as a byproduct, as part of our ongoing studies related to N,N'-disubstituted thioureas and heterocyclic compounds. In this class of componds, N-H···O, C-H···O and N-H···N hydrogen bonds, and weak π-π stacking interactions are the only direction-specific intermolecular interactions (Garden et al., 2005; Wardell et al., 2005) . In the crystal structure, molecules form intermolecular N-H···O hydrogen bonds to generate C(4) chains (Bernstein et al., 1995) along [100] (Fig. 2 ). The molecules of (I) are not planar, as evidenced by the torsion angles (C21-N1-C1-O1, 2.9 (02) and C21-N1-C1-C11, -174.88 (11)°) associated with -CONH-moiety, and the amide group adopts the usual trans conformation; the bond lengths (Allen, 2002) and inter-bond angles present no unusual values.
Experimental
Freshly prepared and steam distillated 3-chlorobenzoyl isothiocyanate (1.97 g, 10 mmol) was stirred in acetone (30 ml) for 20 min. Neat cyclohexylamin (1.0 g, 10 mmol) was then added and the resulting mixture was stirred for 1 h. The reaction mixture was then poured into 300 ml (approx.) acidified (pH 4) water and stirred well. The solid product was separated and washed with deionized water. One of the fraction obtained during the column chromatography of the target thiourea was recrystallized from methanol/1,1-dichloromethane (1:10 v/v) to give fine crystals of (I), with an overall fractional yield of 15%.
Refinement
H atoms bonded to C were included in calculated positions and refined as riding on their parent C atom with C-H ranging from 0.93 Å to 1.0 Å and U iso (H) = 1.2U eq (C). The H atom bonded to N was freely refined. (6) 0.0227 (5) −0.0043 (4) 0.0028 (4) −0.0057 (5) C11 0.0203 (5) 0.0220 (7) 0.0202 (6) 0.0036 (5) −0.0005 (4) −0.0031 (6) C12 0.0267 (5) 0.0245 (7) 0.0188 (6) 0.0028 (5) −0.0008 (5) −0.0020 (6) C13 0.0304 (6) 0.0213 (7) 0.0261 (7) 0.0022 (5) −0.0023 (5) −0.0004 (6) C14 0.0312 (6) 0.0291 (8) 0.0264 (7) 0.0030 (6) −0.0031 (5) −0.0095 (6) C15 0.0318 (7) 0.0391 (9) 0.0190 (6) 0.0012 (6) −0.0012 (5) −0.0058 (6) C16 0.0273 (6) 0.0292 (8) 0.0195 (6) 0.0012 (5) 0.0002 (5) 0.0004 (6) C21 0.0231 (6) 0.0224 (7) 0.0199 (6) −0.0027 (5) −0.0008 (5) −0.0054 (5) C22 0.0355 (7) 0.0253 (7) 0.0214 (6) 0.0044 (6) −0.0006 (5) 0.0001 (6) C23 0.0360 (7) 0.0433 (10) 0.0208 (7) 0.0010 (7) −0.0008 (5) −0.0076 (7) C24 0.0391 (8) 0.0306 (8) 0.0322 (7) −0.0025 (6) 0.0058 (6) −0.0122 (7) C25 0.0532 (9) 0.0209 (8) 0.0377 (9) −0.0028 (7) 0.0057 (7) −0.0048 (7) C26 0.0393 (7) 0.0229 (8) 0.0254 (7) −0.0008 (6) −0.0016 (6) 0.0018 (6) Geometric parameters (Å, °) 
